Single-crystal X-ray study T = 180 K Mean (C-C) = 0.002 Å R factor = 0.032 wR factor = 0.101 Data-to-parameter ratio = 13.1
The crystal structure of myo-inositol dihydrate, C 6 H 12 O 6 Á-2H 2 O, previously reported by Lomer, Miller & Beevers [Acta Cryst. (1963), 16, 264-268] , has been redetermined, and the positions of the H atoms of the hydroxyl groups were located, showing an ordered hydrogen-bonding scheme.
Comment myo-Inositol (Fig. 1) is a biological molecule of nutritional and medical importance, which has been extracted from both plant and animal sources (Posternak, 1965) . The crystal structure of the anhydrous form has previously been determined (Rabinovich & Kraut, 1964) and that of the dihydrate by Lomer et al. (1963) .
In a series of experiments aimed at inhibiting the crystallization of myo-inositol from solution, we evaporated aqueous solutions of varying concentrations of myo-inositol and polyvinylpyrrolidone. Needle-shaped crystals formed as the solutions became more concentrated at room temperature. We Figure 1 The aymmetric unit of myo-inositol. Displacement ellipsoids are drawn at the 50% probability level.
obtained the structure by single-crystal X-ray diffraction analysis at 180 K, confirming the dihydrate structure, with well located H atoms and a rational hydrogen-bonding scheme.
Each myo-inositol molecule forms a total of 13 intermolecular hydrogen bonds, defined as having OÁ Á ÁO less than 3.04 Å . All 13 hydrogen bonds have normal bond lengths and geometry. The immediate hydrogen-bonded neighbours are six water molecules and four myo-inositol molecules (Fig. 2) . Both water molecules show an optimal hydrogen-bond environment of two donor and two acceptor bonds. Each hydroxyl group on the inositol has a donor and acceptor hydrogen bond, with one (O3) forming (as an acceptor) a third hydrogen bond. The packing diagram (Fig. 3) shows an interesting feature where the water molecules link the inositol molecules in the b-axis direction, forming four-membered ring motifs H 2 OÁ Á ÁOHÁ Á ÁH 2 OÁ Á ÁOH.
Experimental
An aqueous solution (10 ml) of myo-inositol (0.426 g) and polyvinylpyrrolidone (0.631 g) was prepared. The colourless solution was allowed to evaporate at room temperature. When the solution had reduced to about half its initial volume, white needle-shaped crystals were observed and analysed by single-crystal X-ray diffraction. The crystals dehydrate prior to melting at 469 K. Table 1 Hydrogen-bond geometry (Å , ).
Crystal data
2.03 (2) 2.8525 (13) 172 (2) Symmetry codes:
All OH H atoms were located in the final difference map without any difficulty. The positions of the H atoms were refined independently and successfully, with a single O-H bond-length restraint 
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